Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; R factor = 0.056; wR factor = 0.148; data-to-parameter ratio = 13.1.
Experimental
Crystal data Mo K radiation = 0.38 mm À1 T = 293 K 0.14 Â 0.10 Â 0.09 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.949, T max = 0.967 15454 measured reflections 1929 independent reflections 955 reflections with I > 2(I) R int = 0.090 Refinement R[F 2 > 2(F 2 )] = 0.056 wR(F 2 ) = 0.148 S = 1.00 1929 reflections 147 parameters All H-atom parameters refined Á max = 0.27 e Å À3 Á min = À0.39 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: COSMO (Bruker, 2005); cell refinement: SAINT (Bruker, 2005); data reduction: SAINT (Bruker, 2005); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . supplementary materials Acta Cryst. (2012) . E68, o1187 [doi:10.1107/S1600536812012007] 1-(2,4,6-Trioxo-1,3-diazinan-5-ylidene)thiosemicarbazide Viviane C. D. Bittencourt, Vanessa Carratu Gervini, Leandro Bresolin, Aline Locatelli and Adriano Bof de Oliveira Comment Thiosemicarbazone derivatives have a wide range of biological properties. For example, an alloxan-thiosemicarbazone derivative shows antibacterial activity against several pathologic agents like Staphylococcus aureus and Escherichia coli (Douros et al., 1973) . As part of our study of thiosemicarbazone derivatives, we report herein the crystal structure of alloxan-5-thiosemicarbazone. In the title compound ( Fig. 1) , the molecule is planar and the maximal deviation from the least squares plane through all non-hydrogen atoms is observed for N5 (-0,1822 (30) Å). The mean deviations from the least squares planes for the alloxan fragment C1/C2/C3/C4/N1/N2/O1/O2/O3 and for the thiosemicarbazone fragment C5/N3/N4/N5/S1 amount to 0.0319 (23) Å for O3 and -0.0278 (26) Å for N4, respectively, and the dihedral angle between the two planes is 8,16 (17)°. The bond angles suggest sp 2 hybridization for the C and N atoms and explain the planarity of the molecule. The crystal packing is stabilized by intermolecular N-H···O and N-H···S as well as intramolecular N-H···O hydrogen bonding building a three-dimensional H-bonded network ( Fig. 2 and Table 1 ).
Experimental
Starting materials were commercially available and were used without further purification. The synthesis was adapted from a procedure reported previously (Beyer et al., 1956) . The hydrochloric acid catalyzed reaction of alloxan monohydrate (6,25 mmol) and thiosemicarbazide (6,25 mmol) in ethanol (60 ml) was refluxed for 7 h. After cooling and filtering, crystals suitable for X-ray diffraction were obtained from a recrystallization in methanol.
Refinement
All hydrogen atoms were localized in a difference density Fourier map. Their positions and isotropic displacement parameters were refined.
Computing details
Data collection: COSMO (Bruker, 2005); cell refinement: SAINT (Bruker, 2005); data reduction: SAINT (Bruker, 2005); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . The crystal structure of the title compound showing the molecules connected through N-H···S hydrogen bonds.
Hydrogen bonding is indicated as dashed lines. Symmetry codes: (i) x + 1/2, -y + 1/2, z + 1/2; (ii) -x + 1/2, -y, -z + 2; (iii)
x + 1/2, -y + 3/2, z + 1/2; (iv) x -1/2, -y + 1/2, z -1/2; (v) -x, -y + 1, -z + 2. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
1-(2,4,6-Trioxo-1,3-diazinan-5-ylidene)thiosemicarbazide

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.17866 (11) 0.94933 ( C1-N3-N4-C5 −178.6 (4) O3-C4-C1-N3 5.6 (6) N3-N4-C5-N5 5.3 (5) N2-C4-C1-N3 −174.0 (3) N3-N4-C5-S1 −177.8 (3) O3-C4-C1-C2 −178.0 (4) C3-N2-C4-O3 175.4 (4) N2-C4-C1-C2 2.5 (5) 
